Key indicators: single-crystal X-ray study; T = 193 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.127; data-to-parameter ratio = 13.0.
the centroid of the ring C3 -C8 (molecule A) and the least square plane C23 -C28 (molecule B) is 3.45 Å. A perspective view of the title compound is shown in Figure 1 .
Experimental
The title compound was synthesized following the general procedure for the preparation of 2-acylpyrroles established by Katritzky et al. (2003) . Briefly, a solution of TiCl 4 in CH 2 Cl 2 (1.0 M, 17 ml) was added to a mixture of 1-methyl-1H-pyrrole (10,36 mmol) and 2-(2-(1H-benzo [d] [1, 2, 3] triazol-1-yl)-2-oxoethyl) isoindoline -1,3-dione (8,3 mmol) in CH 2 Cl 2 (20 ml) and stirred for 4 h at room temperature. The reaction was quenched by adding MeOH (5 ml). The solvents were evaporated under reduced pressure, and the residue was subjected to silica gel column chromatography using a hexane/ethylacetate gradient (80:20 -70:30) as mobile phase to purify the product (yield: 67.5%). Crystals of the title compound were obtained by slow evaporation of a methanol solution at room temperature.
Refinement
Hydrogen atoms were placed at calculated positions with C-H = 0.95 Å (aromatic) or 0.98-0.99 Å (sp 3 C-atoms). All H atoms were refined in the riding-model approximation with isotropic displacement parameters (set at 1.2-1.5 times of the U eq of the parent atom). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0290 (7) 0.0358 (7) 0.0341 (7) 0.0020 (5) 0.0066 (5) −0.0004 (6) C2 0.0308 (8) 0.0310 (8) 0.0298 (8) −0.0018 (6) 0.0123 (6) −0.0003 (6) C3 0.0284 (7) 0.0282 (7) 0.0272 (7) −0.0024 (6) 0.0103 (6) −0.0014 (6) C4 0.0365 (9) 0.0283 (8) 0.0355 (8) 0.0024 (6) 0.0102 (7) −0.0005 (6) C5 0.0332 (8) 0.0402 (9) 0.0339 (8) 0.0037 (7) 0.0053 (7) 0.0016 (7) (7) 0.0279 (7) 0.0374 (7) −0.0002 (5) 0.0072 (6) −0.0012 (5) C15 0.0332 (9) 0.0356 (9) 0.0478 (10) 0.0039 (7) 0.0020 (7) −0.0004 (7) C16 0.0467 (10) 0.0408 (10) 0.0370 (9) 0.0044 (8) 0.0000 (8) 0.0048 (8) C17 0.0393 (9) 0.0353 (9) 0.0316 (8) 0.0008 (7) 0.0068 (7) 0.0004 (7) O18 0.0411 (7) 0.0339 (6) 0.0379 (6) −0.0068 (5) 0.0089 (5) −0.0080 (5) O19 0.0436 (7) 0.0335 (6) 0.0538 (8) 0.0113 (5) 0.0158 (6) 0.0024 (5) C20 0.0393 (9) 0.0369 (9) 0.0440 (10) −0.0007 (7) 0.0171 (8) −0.0028 (7) N21 0.0304 (7) 0.0274 (7) 0.0325 (7) −0.0070 (5) 0.0055 (5) −0.0021 (5) C22 0.0315 (8) 0.0258 (8) 0.0304 (8) −0.0037 (6) 0.0100 (6) 0.0021 (6) C23 0.0287 (7) 0.0257 (7) 0.0255 (7) −0.0035 (6) 0.0087 (6) 0.0016 (6) (7) 0.0083 (7) −0.0070 (7) C31 0.0282 (7) 0.0200 (7) 0.0304 (8) 0.0014 (6) 0.0040 (6) 0.0004 (6) O32 0.0391 (6) 0.0341 (6) 0.0305 (6) −0.0056 (5) 0.0085 (5) −0.0030 (5) C33 0.0252 (7) 0.0232 (7) 0.0323 (8) 0.0004 (6) 0.0048 (6) 0.0003 (6) N34 0.0264 (6) 0.0261 (6) 0.0338 (7) −0.0007 (5) 0.0056 (5) 0.0001 (5) C35 0.0287 (8) 0.0318 (8) 0.0399 (9) −0.0027 (6) 0.0005 (7) −0.0038 (7) C36 0.0336 (8) 0.0414 (9) 0.0323 (8) −0.0001 (7) 0.0028 (7) −0.0079 (7) C37 0.0289 (8) 0.0370 (9) 0.0322 (8) −0.0010 (6) 0.0062 (6) −0.0027 (7) O38 0.0431 (7) 0.0255 (6) 0.0465 (7) 0.0015 (5) 0.0062 (5) 0.0008 (5) O39 0.0294 (6) 0.0444 (7) 0.0415 (7) 0.0009 (5) 0.0014 (5) 0.0020 (5) C40 0.0311 (8) 0.0417 (9) 0.0381 (9) −0.0029 (7) 0.0108 (7) 0.0031 (7) Geometric parameters (Å, °) 108.9 N21-C30-H30A 109.0 C11-C10-H10A 108.9 C31-C30-H30A 109.0 N1-C10-H10B 108.9 N21-C30-H30B 109.0 C11-C10-H10B 108.9 C31-C30-H30B 109.0 H10A-C10-H10B 107.7 H30A-C30-H30B 107.8 O12-C11-C13 124.43 (15) O32-C31-C33 125.11 (14) 
